Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.092; data-to-parameter ratio = 15.1. organic compounds o1546 Long et al.
In the title compound, C 8 H 7 N 3 O 2 , the molecular skeleton is almost planar with a maximum deviation of 0.0484 (9) Å for the methyl C atom. In the crystal, weak intermolecular C-HÁ Á ÁN and C-HÁ Á ÁO hydrogen bonds help to establish the packing.
Related literature
For the synthesis, see: Sorbera et al. (2006) ; Balardi et al. (1997) . For related structures, see: Qi et al. (2010) ; Chen et al. (2009) . For applications of indazole derivatives, see, for example: Li et al. (2008) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày; Àz þ 2; (ii) x þ 1; Ày þ 1 2 ; z À 1 2 ; (iii) Àx þ 1; Ày; Àz þ 2.
Data collection: CrystalClear (Rigaku/MSC, 2005) ; cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: CrystalStructure (Rigaku/MSC, 2005) . In (I) (Fig. 1) , the bond lengths and angles are normal and comparable with those reported for related compounds (Qi et al., 2010; Chen et al., 2009) . Rings N2/N3/C7/C6/C1 and C1-C6 are almost coplanar forming a dihedral angle 1.08 (7) °. The indazole ring system is almost planar with the maximal deviation of 0.0118 (7) Å for atom N3. Nitro group is twisted at 0.93 (16)° from the plane of the attached indazole ring system.
Structure Reports Online
In the crystal structure, weak intermolecular C-H···N and C-H···O hydrogen bonds (Table 1) help to establish the packing.
Experimental
The title compound was prepared according to Sorbera et al. (2006) and Balardi et al. (1997) . 6-Nitro-1H-indazole (2 g) was dissolved in regurgitant dichloromethane (30 ml), then dimethyl sulfate (1.7 ml) and dimethyl sulfoxide (2 ml) were introduced. The mixture was heated to reflux and stayed for 12 h. The reaction mixture was washed with saturated sodium bicarbonate (10 ml) and then extracted with dichloromethane (20 ml), dried with sodium sulfate and evaporated, to give yellow solid (78% yield). Crystals suitable for X-ray analysis were obtained by slow evaporation of a dichloromethane.
Refinement
H atoms were positioned geometrically, with C-H = 0.95 and 0.98 Å for indazole and methyl H, and refined as riding atoms, with U iso (H) = 1.2U eq (C) or 1.5U eq (C methyl ). Fig. 1 . The molecular structure of (I), with the atom-numbering scheme and 50% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. supplementary materials sup-5 Fig. 1 
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